Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.006 Å; R factor = 0.053; wR factor = 0.128; data-to-parameter ratio = 18.7.
In the title complex, [Mo(C 7 H 5 OS)Cl(C 18 H 15 P) 2 (CO) 2 ], the geometry around the metal atom is a capped octahedron. The phenoxythiocarbonyl ligand coordinates the Mo II atom through the C and S atoms. A one-dimensional structure is formed by -intermolecular interactions and a supramolecular aggregation is determined by intermolecular C-HÁ Á ÁO, C-HÁ Á ÁCl, C-HÁ Á Á(arene) hydrogen bonds and COÁ Á Á(arene) interactions [OÁ Á Ácentroid distances = 3.485 (4) and 3.722 (3) Å ].
Related literature
For the use of metallocarboxylic acids as intermediates in the homogeneous catalysis of the water gas shift reaction, see: Yoshida et al. (1978) . For O-Aryl thiocarbonate, benzoxazoline-2-thione, chromene-2-thione and N,N-dimethylthiocarbamate metal complexes, see: Chen et al. (1978) ; McFarlane et al. (1998) ; Zheng et al. (2006) and Zhang & Shi (2004) , respectively. For phenoxylcarbonyl metal complexes, see: Anderson et al. (2001) . We are interested in the synthesis of dithiocarbamate, pyridine-2-thionate and N,N-dimethyldithiocarbarmoyl metal complexes. For a phenoxythiocarbonyl-palladium complex, see: Yih & Lee (2004) . For C-HÁ Á ÁO interactions, see: Strasser et al. (2009) ; Arumugam et al. (2010) . For C-HÁ Á Á interactions, see: Suresh et al. (2007) . For -interactions, see: Bartholomä et al. (2009) ; Hu et al. (2009) . For the C-HÁ Á ÁCl interactions, see : Shawkataly et al. (2010) ; Qi et al. (2009) . For C-HÁ Á ÁS interactions, see: Asad et al. (2010) ; Goh et al. (2010) . For C-HÁ Á Áacceptor interactions, see: Steiner (1996) . For typical C-O and C-S bond lengths, see: Huheey (1983) . For Mo-CO and C-O bond lengths in other molybdenumcarbonyl complexes, see : Yih & Lee (2008) Table 1 Hydrogen-bond geometry (Å , ).
Cg1, Cg2, Cg3 and Cg7 are the centroids of the C4-C9, C10-C15, C16-C21 and C40-C45 rings, respectively. 
Data collection: SMART (Bruker, 2007); cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP in SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
Dicarbonylchlorido(phenoxythiocarbonyl-2 C,S)bis(triphenylphosphane-P)molybdenum(II)
G.-H. Lee, H.-F. Wang, K.-H. Yih and S.-L. Huang
Comment
The interest in the M-C(S)OPh moiety is due to its analogy with metallocarboxylic acid esters (M-C(O)OR) and metallocarboxylic acids themselves. Metallocarboxylic acids have been proposed to be the key intermediates in the homogeneous catalysis of the water gas shift reaction (Yoshida et al., 1978) . O-Aryl thiocarbonate (Chen et al., 1978) , benzoxazoline-2-thione (McFarlane et al., 1998) , chromene-2-thione (Zheng et al., 2006) , and N,N-dimethylthiocarbamate (Zhang et al., 2004 ) metal complexes have been reported but few phenoxylcarbonyl metal complexes have been studied (Anderson et al., 2001 ). We are interested in the synthesis of dithiocarbamate, pyridine-2-thionate and N,N-dimethyldithiocarbarmoyl ) metal complexes. To our knowledge, no chelating phenoxythiocarbonyl crystal structure has been described so far. Huheey, 1983) . The S1-C3-O3 group shows a geometrical environment characteristic of sp 2 hybridization of the carbon atom. In addition, the S1-C3-O3 angle of 129.0 (3)° is larger than that found in the palladium phenoxythiocarbonyl complex (125.2 (6)°) (Yih et al., 2004) . To our knowledge, the title complex is the first chelating phenoxythiocarbonyl-metal complex in the literature.
Three weak intramolecular hydrogen bonds and one intermolecular hydrogen bond are present in the structure (Table 1, entries 1-4). In addition, the phenyl ring (C4-C9) of the phenoxythiocarbonyl ligand and a phenyl ring (C10-C15) from the triphenylphosphane are nearly parallel, with an intercentroid distance of 3.938 (3)Å and a shortest inter-ring distance of 3.160 (2) Å. The resulting π-π interaction links molecules into a 1-D chain structure (Fig. 2) ] molecular mass of (I).
Experimental
The synthesis of the title compound (I) was carried out as follows. PhOCSCl (0.135 g, 1.1 mmol) was added to a flask (100 ml) containing CH 2 Cl 2 (10 ml) and [Mo(CH 3 CN) 2 (CO) 2 (PPh 3 ) 2 ] (0.758 g, 1.0 mmol) at room temperature. The color of the solution was changed from yellow to red immediately. The solution was concentrated under vacuum and n-hexane (10 ml) was added to initiate a yellow-brown precipitation. The resulting bright-yellow solid was isolated by filtration (G4), washed with diethyl ether (2 x 10 ml) and subsequently dried under vacuum, yielding [Mo(CO) 2 (SCOPh)(PPh 3 ) 2 Cl] (0.764 g, 90%). Further purification was accomplished by recrystallization from 1/10 CH 2 Cl 2 /n-hexane. The orange crystals of (I) for X-ray structure analysis were obtained by slow diffusion of n-hexane into the CH 2 Cl 2 solution of the title compound at room temperature for 3 days. 
Refinement
H atoms were positioned geometrically and refined using a riding model, with C-H = 0.95Å and with U iso (H) = 1.2 times U eq (C).
Figures Fig. 1 . The molecular structure of (I), with atom labels and the 50% probability displacement ellipsoids.
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